In the title compound, C 28 H 24 ClNO 3 , the dihedral angles between the central benzene ring and the indole ring system and the chlorobenzene ring are 70.81 (5) and 78.62 (5) , respectively. The molecular structure is stabilized by a weak intramolecular C-HÁ Á ÁO interaction. In the crystal, pairs of C-HÁ Á ÁO hydrogen bonds link the molecules into inversion dimers with an R 2 2 (14) motif.
Related literature
For the biological activity of indole derivatives, see: Olgen & Coban (2003) ; Ho et al. (1986) ; Joshi & Chand (1982) ; Rodriguez et al. (1985) ; Okabe & Adachi (1998); Merck (1973) . For N-atom hybridization, see: Beddoes et al. (1986) . For a related structure, see: Paramasivam et al. (2012) . For graph-set notation see: Bernstein et al. (1995) .
Experimental
Crystal data 
Data collection
Bruker SMART APEXII areadetector diffractometer 22253 measured reflections 5782 independent reflections 4060 reflections with I > 2(I) R int = 0.026 Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.145 S = 1.03 5782 reflections 298 parameters H-atom parameters constrained Á max = 0.39 e Å À3 Á min = À0.46 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windowa (Farrugia, 2012) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97, PLATON and publCIF (Westrip, 2010) . 
Raghunathan Comment
Indole derivatives exhibit antioxidant (Olgen & Coban, 2003) , central nervous system depressant and muscle relaxant properties (Ho et al., 1986) , antifungicidal (Joshi & Chand, 1982) , antimicrobial, antiinflammatory and antiimplantation (Rodriguez et al., 1985) , antibacterial (Okabe & Adachi, 1998) and antihypertensive (Merck, 1973) activities. Against this background, the title compound was chosen for X-ray structure analysis (Fig. 1) .
The indole ring is planar and it makes the dihedral angle with the chlorophenyl ring of 78.62 (05)°.
The sum of the bond angles around N1 [359.94 (44)°] indicates sp 2 hybridization (Beddoes et al., 1986) . The geometric parameters of the title molecule ( Fig. 1 ) agree well with reported similar structure (Paramasivam et al., 2012) .
The molecular structure is stabilised by a weak C-H···O intramolecular interaction and the crystal packing reveals a weak C-H···O hydrogen bonds (Fig. 2 ). In the crystal structure, the molecules at (x, y, z) and (-x, -y + 1, -z + 2) are linked by C20-H20···O1 hydrogen bond, generating a centrosymmetric dimeric ring motif R 2 2 (14) (Bernstein et al., 1995) .
Experimental 2 g (13.7 mmol) of 1H-indole-3-carbaldehyde in 25 mL dry DMF and anhydrous potassium carbonate (2 g, 13.7 mmol) were stirred for 15 min at room temperature followed by addition of 5.4 g (13.7 mmol) of (E)-3-(2-(4-bromobutoxy)phenyl)-1-(4-chlorophenyl)prop-2-en-1-one in 30 mL dry DMF with continued stirring for about 3 h at room temperature. After the completion of the reaction as evidenced from TLC, the solvent was filtered into crushed ice and extracted with chloroform. The organic extract was dried over Na2SO4 and concentrated under reduced pressure.
Chromatography of the residue eluting with hexane/ethyl acetate mixture (8:
Refinement
Hydrogen atoms were positioned geometrically and allowed to ride on their parent atoms, with C-H = 0.93 -0.97 Å and U iso (H) = 1.5U eq (C) for methyl H atoms and 1.2 U eq (C) for other H atoms.
Computing details
Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT (Bruker, 2008) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windowa (Farrugia, 2012) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) , PLATON (Spek, 2009 ) and publCIF (Westrip, supplementary materials sup-2 Acta Cryst. (2013). E69, o314-o315 2010).
Figure 1
The molecular structure of the title compound, showing the atom-numbering scheme and displacement ellipsoids drawn at the 30% probability level. The crystal packing of the title compound. Hydrogen bonds are shown by dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-(4-{2-[(E)-3-(4-Chlorophenyl)-3-oxoprop-1-en-1-yl]phenoxy}butyl)-1H-indole-3-carbaldehyde
R int = 0.026 θ max = 28.3°, θ min = 1.8°h = −8→11 k = −25→21 l = −18→18 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.049 wR(F 2 ) = 0.145 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 −0.0037 (3) 0.70610 (12) (17) C18-C17-H17A 108.9 C1-C2-C3 119.1 (2) C16-C17-H17A 108.9 C1-C2-H2 120.5 C18-C17-H17B 108.9
Hydrogen-bond geometry (Å, º) 
